A computational study of lithium ketone enolate aggregation in the gas phase and in THF solution.
The aggregation state of several lithium enolates were calculated in the gas phase and in THF solution by the B3LYP DFT and MP2 methods. The gas phase free energies of aggregate formation were underestimated by the DFT calculations, compared to those obtained by the G3MP2 method, although DFT did correctly predict the hexamer to be the major gas phase species. The DFT calculations correctly predicted the tetramer to be the major species in THF, while MP2 underestimated the stability of the tetramer relative to the dimer.